The molecular and crystal structures of the title compound, C 16 H 14 FN 3 O 2 , are stabilized by intramolecular N-HÁ Á ÁO and intermolecular O-HÁ Á ÁO hydrogen bonds. The existence of non-classical intramolecular C-HÁ Á ÁN hydrogen bonds provides a dihedral angle between the fluoro-substituted benzene and pyrimidinone rings of 7.9 (1) .
Related literature
For the pharmacological activity of N3 and C7 disubstituted quinazolines, see: Usha et al. (2006) . For the synthesis of quinazolinone and thienopyrimidinones, see: Yang et al. (2008) . For synthesis, drug discovery and crystal structures, see: Yang & Wu (2008) ; Wang et al. (2008) . Mo K radiation = 0.11 mm À1 T = 273 K 0.10 Â 0.10 Â 0.10 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: none 8342 measured reflections 2976 independent reflections 2475 reflections with I > 2(I) R int = 0.021 Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.102 S = 1.06 2976 reflections 205 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.13 e Å À3 Á min = À0.24 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2007); cell refinement: SAINT (Bruker, 2007); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
We acknowledge financial support by the Huangshi Institute of Technology (grant Nos. 08yjz23B & 07yjz18B), P. R. China. In connection with our ongoing heterocyclic synthesis and drug discovery project (Yang & Wu, 2008) , we have focused on the synthesis of quinazolinone and thienopyrimidinones (Wang et al., 2008; Yang et al., 2008) . Herein, the title compound was synthesied and its molecular ( Fig. 1 ) and crystal structures were determined. An intramolecular N1-H1···O2 and non-classical C5-H5···N3 hydrogen bonds provide the conformation of the molecule -dihedral angle between the fluoro-substituted benzene ring and pyrimidinone rings as 7.9 (1)°. In the crystal structure, intermolecular O2-H2a···O1 i hydrogen bonds link of molecules into chains (see Tab. 1 and Fig. 2 ). Symmetry code: (i) -x+5/2, y-1/2, -z+1/2.
2-(4-Fluoroanilino

Experimental
To a solution of 2-ethoxycarbonyliminophosphorane (1.27 g, 3.0 mmol) in 10 ml anhydrous THF, 4-fluorophenyl isocyanate (0.41 g, 3.0 mmol) was added dropwise at room temperature. The reaction mixture was left unstirred for 6 h at 273-278 K, whereafter the above resulting solution was added dropwise to a solution of ethanolamine (0.18 g, 3 mmol) in 5 ml anhydrous THF. The reaction mixture was stirred overnight at room temperature, the solvent was removed under reduced pressure and the residue was recrystallized from C 2 H 4 Cl 2 /CH 3 OH (1:1/v:v) to give colourless crystals of the title compound. Yield 89%.
Refinement
The C-bonded H atoms were placed in calculated positions with C-H = 0.93 Å for aromatic, C-H = 0.97 Å for methylene and refined in the riding model approximation. The positional parameters of N-and O-bonded H atoms were found from difference Fourier map and refined independently. For all H atoms U iso (H) = 1.2U eq (C, N) and U iso (H) = 1.5U eq (O). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (6) 0.0481 (7) −0.0004 (5) 0.0105 (5) −0.0022 (5) C2 0.0492 (7) 0.0396 (6) 0.0504 (7) 0.0018 (5) 0.0174 (6) 0.0082 (5) C3 0.0499 (7) 0.0442 (6) 0.0356 (6) 0.0072 (5) 0.0135 (5) 0.0067 (5) C4 0.0379 (6) 0.0404 (6) 0.0360 (6) 0.0046 (5) 0.0104 (5) 0.0012 (5) C5 0.0492 (7) 0.0480 (7) 0.0357 (6) −0.0038 (5) 0.0132 (5) 0.0024 (5) C6 0.0508 (7) 0.0519 (7) 0.0352 (6) −0.0028 (6) 0.0114 (5) −0.0017 (5) C7 0.0370 (6) 0.0411 (6) 0.0333 (6) 0.0052 (5) 0.0058 (4) 0.0015 (5) C8 0.0416 (6) 0.0426 (6) 0.0409 (6) 0.0040 (5) 0.0094 (5) −0.0044 (5) C9 0.0388 (6) 0.0399 (6) 0.0420 (6) 0.0059 (5) 0.0102 (5) 0.0020 (5) C10 0.0377 (6) 0.0406 (6) 0.0376 (6) 0.0065 (5) 0.0080 (5) 0.0053 (5) C11 0.0476 (7) 0.0538 (7) 0.0351 (6) 0.0046 (6) 0.0060 (5) 0.0081 (5) C12 0.0531 (7) 0.0602 (8) 0.0442 (7) 0.0058 (6) 
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